The three
A resolution using program O.23) In this initial model, the electron densities of the residues from 130 to 180 were indistinct, probably due to high temperature factors. Starting with this model, refinement was performed with the slow-cooling protocol using program X PLOR,24) reducing the R-factor to 0.253 in the resolution range of 8.0 to 1.9
A. The computer graphics of the model were corrected manually using program O against 2Fo-Fc and Fo-Fc maps calculated with the coordinates obtained after X-PLOR processing. During this process, the electron densities of the region of residues from 130 to 180 were improved. At this point, the search for bound water was carried out using program O. Water oxygen atoms were assigned manually against 2Fo-Fc and Fo-Fc electron density maps. During this stage, the R-factor and free-R were Thermal factor. The mean thermal factors for the main-chain atoms of every residue are plotted in Fig. 4 The locations of domains are also indicated. and C-terminus.
These regions are located at the surface of the molecule and are accessible to solvent.
Bound water molecules.
In the present crystal, 366 waters were assigned as bound solvent molecules. Of these, about 25% are bonded to the main-chain carbonyl oxygen and 14% to the mainchain nitrogen.
Of the side-chain atoms involved in hydrogen bonding to water molecules, 56% are the caboxyl oxygens of aspartic acid or glutamic acid. The number of buried water molecules, assigned on the basis of the calculated contact surface area per residue being less than 0.3A2, was 63 (9.4%). Intrinsic buried water molecules that are hydrogen bonded to the main-chain atoms, and therefore apparently stabilizing the polypeptide conformation, are most frequently found in domain A. Table 5 . Correspondence of residues in family enzymes. 
